LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062818\
Data File : BG035490.D

Aca On : 28 Jun 2018 22:52

Operator : JU/SJ

Sample = J3720-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG060718 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

5.164 314 319 325 rBV2 29874 46429 1.33% 0.312%
5.628 390 398 407 rBvV 329864 543482 15.55% 3.657%
rBv 222509 395631 11.32% 2.662%
7.584 722 731 740 rBV 629884 1095484 31.35% 7.372%
8.049 803 810 824 rBV 135293 248681 7.12% 1.673%
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6 8.372 857 865 879 rvB 576084 1028812 29.44% 6.923%
7 9.212 1000 1008 1016 rBV 530362 939056 26.87% 6.319%
8 10.857 1280 1288 1298 rBV 184499 336769 9.64% 2.266%
9 13.294 1696 1703 1709 rBV 1370481 2171129 62.13% 14.610%
10 13.999 1817 1823 1828 rBV9 21721 43382 1.24% 0.292%
11 14.117 1838 1843 1850 rBV 60869 88376 2.53% 0.595%
12 14.675 1929 1938 1944 rBV2 284589 508936 14.56% 3.425%
13 14.728 1944 1947 1955 rVB10 20122 36951 1.06% 0.249%

14 16.161 2184 2191 2198 rBV 1075987 1667778 47.72% 11.223%
15 17.412 2398 2404 2412 rBV2 399088 624986 17.88% 4_.206%

16 18.299 2549 2555 2562 rBV2 49872 87537 2.50% 0.589%
17 20.021 2842 2848 2856 rBV 2679827 3494606 100.00% 23.517%
18 21.683 3123 3131 3142 rBV 433555 760423 21.76% 5.117%
19 23.357 3411 3416 3424 rVB 39228 73682 2.11% 0.496%
20 24.896 3668 3678 3690 rBV2 220124 667935 19.11% 4._.495%

Sum of corrected areas: 14860065
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG062818\

BG035490.D

28 Jun 2018 22:52

JussJ

J3720-07

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG035490.D

7.58 8.37 921

5,63 7.21
i 8.05
5.16

10.86

0

Time--> 3.50
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Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG035490.D

13.29

16.16

17.41
14.67
14442

14.73 18.30
A

20.02

21.68

0

Time-->

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG035490.D

24.90

23.36

0

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062818\
Data File : BG035490.D

Aca On : 28 Jun 2018 22:52

Operator : JU/SJ

Sample = J3720-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Propane, 1,1-dipropoxy- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

5.16 3.73 ng 46429 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1l.1-dipropoxv- 160 C9H2002 004744-11-0 72
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 50
4 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 43
5 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 40

Abundance Scan 318 (5.158 min): BG035490.D (-314) (-) m/z 43.15 100.00%
43.1
59.1
5000
101.2 R S UL S
| 83.2 | 4.80 5.00 5.20 5.40
LA B L A ) R A AR A LA AR LA VAR A AR A m/z 59.15 61.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #31407: Propane, 1,1-dipropoxy-
430 59.0
5000 101.0 G S R UL
480 5.00 5.20 5.40
131.0 m/z 101.15 21.61%
"W'”'P'”I”'W'”""“"??QP'“I“'W'”'P'”I”"”'W'”'P%gﬁg'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43.0
480 500 520 540
0
5000 5.0 m/z 58.15 21.37%
15.0 101.0
28.0 83.0
WWWWWWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8346: 2-Hexanol, 2-methyl-
59.0 480 5.00 5.20 5.40
m/z 56.25 6.79%
5000
410 101.0
209 L 83.0 ; o
miz> 1030 % 40 B 6 16 B0 90 100 110 150 130 140 120 100 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062818\
Data File : BG035490.D

Aca On : 28 Jun 2018 22:52

Operator : JU/SJ

Sample = J3720-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown7.58 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

7.58 88.10 ng 1095480 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 10

Abundance Scan 730 (7.579 min): BG035490.D (-722) (-) m/z 132.15 100.00%
13p.2
5000 68.2 ]\
40.1 ‘ %62 ‘ 720 7.40 7.60 7.80 8.00
1 541 . . . . .
T — ,:!-'|,..':-.,??;9,...'.,.'!..,1.1.“?-.2,...., lerrm 'm/z 68.15  51.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 AL LU IR LI
60.0 7.20 7.40 7.60 7.80 8.00
390 57.0 m/z 66.15 35.35%
“ ‘ 89.0 103.0 ‘
“v'“w'“w'“mh“T““l”“l““l”“l'“lﬂhwéqﬂ“'w"WH'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
ARRRAR BB LR R
7.20 7.40 7.60 7.80 8.00
5000 m/z 134.15 33.41%
150 280 39.0 520 830 770 900 1040, ..
wmmmmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R e A ma
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 21.64%
5000
33.0 44.0 00 105.0
"I”"P"W'L”I'L'Iﬁqﬂ"”l:”llﬁgﬂ"il'”hl”"P"W T L UL R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062818\
Data File : BG035490.D

Aca On : 28 Jun 2018 22:52

Operator : JU/SJ

Sample = J3720-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Pentadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.30 2.80 ng 87537 Phenanthrene-d10 17.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentadecanoic acid

2 n-Hexadecanoic acid

3 Decanoic acid. silver(l+) salt
4 Undecanoic acid

5 9-Bromononanoic acid

242 C15H3002
256 C16H3202
278 C10H19Aa02
186 C11H2202
236 CO9H17Br02

001002-84-2 59
000057-10-3 53
013126-67-5 47
000112-37-8 35
041059-02-3 22

m/z 73.15 100.00%

18.00 18.20 18.40 18.60

m/z 60.15 62.17%

18.00 18.20 18.40 18.60

m/z 43.15 57.97%

18.00 18.20 18.40 18.60

m/z 55.15 47 .22%

18.00 18.20 18.40 18.60

Abundance Scan 2555 (18.299 min): BG035490.D (-2549) (-)
73.2
5000
m/z--> 50 100 150 200 250 300 350
Abundance #95855: Pentadecanoic acid
43.0 73.0
5000 129.0
199.0 2420
i el ]
B O
m/z--> 50 100 150 200 250 300 350
Abundance
60.0
5000 129.0
97.0 1570 2130 256.0
e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt
73.0
43.0 155.0
5000
J 115.0
LA ‘ 2170 2790 3300  387.0
e
m/z--> 50 100 150 200 250 300 350

m/z 57.15 45_79%

18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062818\
Data File : BG035490.D

Aca On : 28 Jun 2018 22:52

Operator : JU/SJ

Sample = J3720-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 +trans-Farnesol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.36 2.21 ng 73682 Perylene-d12 24 .90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-Farnesol 222 C15H260 000106-28-5 87
2 Saualene 410 C30H50 000111-02-4 74
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 003790-71-4 64
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 64
5 Supraene 410 C30H50 007683-64-9 59
Abundance Scan 3416 (23.357 min): BG035490.D (-3411) (-) m/z 69.15 100.00%
69.2
5000
137.2 23.00 23.20 23.40 23.60
177.2 222.1 281.1
e dal o4, 3318 m/z 81.15 51.99%
m/z--> 50 100 150 200 250 300 350 400
Abundance #79392: trans-Farnesol
69.0
5000
23.00 23.20 23.40 23.60
m/z 41.15 16.62%
29. 09.0
i .“. Il N T .‘“.‘“.];6.]".0. . |2|2|2'|0| ————
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
23.00 23.20 23.40 23.60
5000 m/z 93.15 15.61%
105.0137'0 191.0 231.0 273.0 341.0 410.0
m/z--> 55 160 1%0 260 250 360 3éo 460
Abundance #79440: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-, (Z E)-
69.0 23.00 23.20 23.40 23.60
m/z 68.15 14 .25%
5000
29. 07.0
— \\I\LI‘H!LI\JI‘Q H‘I]lI]I.GjI..I(')I . |2.2.‘2'.0. T
m/z--> 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062818\
Data File : BG035490.D

Acq On : 28 Jun 2018 22:52

Operator : JU/SJ

Sample - J3720-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 1,1-dipr... 5.16 3.7 ng 46429 1 8.05 248681 20.0
unknown7 .58 7.58 88.1 ng 1095480 1 8.05 248681 20.0
Pentadecanoic acid 18.30 2.8 ng 87537 4 17.41 624986 20.0
trans-Farnesol 23.36 2.2 ng 73682 6 24.90 667935 20.0
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